Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.047; wR factor = 0.142; data-to-parameter ratio = 15.2.
Related literature
For information on the use of the title compound in the synthesis of dasatinib [systematic name: N-(2-chloro-6-methylphenyl)-2-({6-[4-(2-hydroxyethyl)piperazin-1-yl]-2-methylpyrimidin-4-yl}amino)-5-thiazolecarboxamide], see : Lombardo et al. (2004) . For information on the effectiveness of dasatinib in imatinib-resistant Bcr-Abl kinase domain mutants, see: Shah et al. (2004) .
Experimental
Crystal data 
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968) T min = 0. Table 1 Hydrogen-bond geometry (Å , ). (Lombardo et al., 2004) . Dasatinib is a high affinity dual Src/Abl and c-Kit inhibitor that has been recently approved for all categories of imatinib-refractory chronic myelogenous leukemia (CML) and acute lymphoblastic leukemia (ALL). Dasatinib is also effective in many imatinib resistant Bcr-Abl kinase domain mutants (Shah et al., 2004) .
We report here the crystal structure of the title compound, (I). The molecular structure of (I) is shown in Fig. 1 . Ring A (S/C5/N1/C4/C3) is a planar five-membered ring with a r.m.s. deviation of 0.0011 Å. In this plane, atoms S, C5, N1, C4 and C3 deviate from the mean plane by less than 0.002 Å. The intramolecular C-H···O hydrogen bonds (Table 1 ) result in the formation of two twisty six-membered rings B (O3/C6/O4/C7/C8/H8A) and C (O3/C6/O4/C7/C10/H10A). In the crystal structure, intermolecular N-H···N hydrogen bonds (Table 1) link the molecules to form dimeric units ( Fig. 2 ), stabilizing the crystal structure. The hydrogen bonds scheme is completed by intermolecular C-H···O contacts.
Experimental
Methyl 2-aminothiazole-5-carboxylate (10 mmol), di-tert-butyl carbonate (12 mmol) and 4-dimethylamino pyridine (0.66 mmol) were added in THF (30 ml), stirred and refluxed under a nitrogen atmosphere for 10 h. The reaction mixture was left to cool to room temperature, precipitated, filtered, and the filter cake was crystallized from ethanol to give pure compound (I). Crystals of (I) suitable for X-ray diffraction were obtained by slow evaporation of an ethanol solution.
Refinement
All H atoms were positioned geometrically, with C-H = 0.96 and 0.93 Å for methyl and aromatic H atoms, respectively, and N-H = 0.86 Å. All H atoms were constrained to ride on their parent atoms, with U iso (H) = xU eq (carrier atom), where x = 1.5 for methyl H atoms and x = 1.2 for all other H atoms. Figures   Fig. 1 . A view of the molecular structure of (I). Displacement ellipsoids are drawn at the 50% probability level. Dashed lines indicate intramolecular C-H···O hydrogen bonds.
supplementary materials sup-2 /2θ scans h = 0→8 Absorption correction: ψ scan (North et al., 1968) k = −10→11 
